Abstract
Source of material
Stoichiometric amounts of tetraphenylphosphonium chloride and potassium cyanateweredissolved in acetonitrile. Theprecipitate of KCl was filtered off. Suitable single crystals were obtained by slow evaporation of the solvent.
Discussion
In the crystal structure of [Ph 4 P]OCN, the anion is disordered with equal amounts of the two different orientations on asite with twofold rotation symmetry. This distortion is quite similar to the one of the SCN anion in [Ph 4 P]SCN [1] . Interatomic distances in theanion compare well with those of [(CH 3 ) 4 N]OCN [2] . The huge U 22 :U 11 :U 33 ratio for N1 can be explained by the structural surrounding of the linear OCN anion. It is located in atetrahedral hole of four surrounding PPh 4 cations.B ecause of the linear arrangement of atomsi nt he anion, the distances of the three atomsofthe anion to the surrounding four cations are not the same. Each end atom of the linear anion (the Oand the Natom)is closest to two of the four surrounding PPh 4 cations.Thismeans that the vibrational/disorder choices in this direction are less than in the direction perpendicular. Therefore, U 22 for Nismuch larger than U 11 (because in this direction there is much more space), whereasfor theatomatthe otherend of thelinearanion, U 11 is much larger than U 22 (figure, bottom). The space available for the end atomso ft he anion within the tetrahedral environment of cations gives rise to the huge U 22 value for Nand U 11 value for O. As imilar variation of U xy values is found for the isostructural thiocyanate [1] . 
